Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.004 Å; R factor = 0.038; wR factor = 0.086; data-to-parameter ratio = 17.2.
Related literature
For the use of -amino sulfones as enzyme inhibitors, see: Tamamura et al. (2003) ; Nakatani et al. (2008) ; Raja et al. (2009) . For their use as synthetic intermediates, see: Pauly et al. (1994) ; de Blas et al. (1994) ; Carretero et al. (1997) ; Alonso et al. (1997) . For their synthesis, see: Zhang et al. (2011) . For the fluorinated analogue, see: Li & Hu (2005) ; Liu & Hu (2010) .
Experimental
Crystal data C 18 H 21 Cl 2 NO 3 S 2 M r = 434.38 Orthorhombic, P2 1 2 1 2 1 a = 7.924 (2) Å b = 14.772 (4) Å c = 18.151 (5) Å V = 2124.6 (10) Å 3 Z = 4 Mo K radiation = 0.52 mm À1 T = 293 K 0.39 Â 0.30 Â 0.26 mm
Data collection
Bruker CCD area-detector diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 2004) T min = 0.743, T max = 1.000 11625 measured reflections 4174 independent reflections 3834 reflections with I > 2(I) R int = 0.075 Refinement R[F 2 > 2(F 2 )] = 0.038 wR(F 2 ) = 0.086 S = 0.99 4174 reflections 242 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.28 e Å À3 Á min = À0.20 e Å À3 Absolute structure : Flack, 1983 : Flack, : 1786 Friedel pairs Absolute structure parameter:
À0.04 (6) Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) Àx À 1 2 ; Ày; z À 1 2 .
Data collection: SMART (Bruker, 2007) ; cell refinement: SAINT (Bruker, 2007) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL.
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Comment
The β-amino sulfone motif is of significant importance because it was found to play important roles in a variety of bioactive compounds (Tamamura et al., 2003; Nakatani et al., 2008) . Besides, β-amino sulfones are valuable intermediates in the preparation of a wide variety of interesting compounds (Pauly et al., 1994; Zhang et al., 2011) .
Herein, we report the crystal structure of a α,α-dichloro-β-amino sulfone, the title compound, C 18 H 21 Cl 2 NO 3 S 2 , which may find potential use in the synthesis of bioactive compounds.
In this compound ( Fig. 1) , the benzene rings A (C3-C8) and B (C13-C18) are planar with r. m. s. deviations of 0.0053 Å and 0.0050 Å, respectively. The dihedral angle between A and B is 64.5 (1)°. An intramolecular N1-H···O2 hydrogenbonding interaction is present while a weak intermolecular C17-H···O1 i hydrogen bond (Table 1, (Flack, 1983) .
Experimental
Sodium bis(trimethylsilyl)amide (1.2 mmol, 1M in THF) was added slowly to a reaction mixture of (Rs)-N-benzylidene-2-methylpropane-2-sulfinamide (209 mg, 1.0 mmol) and (dichloromethylsulfonyl)benzene (225 mg, 1.0 mmol) in THF at 203 K. The mixture was stirred for 1 h at this temperature and then quenched with 1M HCl. The quenched mixture was extracted with EtOAc. After removal of the solvent, the residue was subjected to flash colume chromatography to give the title compound (226 mg: yield, 52%). The obtained compound was recrystallized from ethyl acetate/hexane (1:1) to give colorless crystals.
Refinement
All the H atoms of the phenyl groups were placed at calculated positions and treated as riding on the parent atoms, with U iso (H) = 1.2U eq (C). The methyl H atoms were placed at calculated positions and allowed to rotate, with U iso (H) = 1.5U eq (C). The H atoms of the amide group were located in a difference-Fourier map and refined isotropically. The absolute structure parameter [-0.04 (6); Flack, 1983) at the chiral center (C2) has been confirmed as R (1786 Friedel pairs).
Computing details
Data collection: SMART (Bruker, 2007) ; cell refinement: SAINT (Bruker, 2007) ; data reduction: SAINT (Bruker, 2007) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL (Sheldrick, 2008) .
Figure 1
Molecular structure of the title compound. The displacement ellipsoids are drawn at the 50% probability level. H-atoms are shown by small circles of arbitrary radii. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.31897 (9) 0.05580 (5) Geometric parameters (Å, º) S1-O1 1.464 (2) C8-H8 0.9300 S1-N1 1.682 (2) C9-C10 1.507 (4) S1-C9 1.831 (3) C9-C12 1.516 (4) (2) 114 (2) Symmetry code: (i) −x−1/2, −y, z−1/2.
